The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain
2 Entry composition i ○ There are 2 unique types of molecules in this entry. The entry contains 4272 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called Serine/threonine-protein kinase B-raf. A  420  MET  -EXPRESSION TAG UNP P15056  A  421  ASP  -EXPRESSION TAG UNP P15056  A  422  ARG  -EXPRESSION TAG UNP P15056  A  423  GLY  -EXPRESSION TAG UNP P15056  A  424  SER  -EXPRESSION TAG UNP P15056  A  425  HIS  -EXPRESSION TAG UNP P15056  A  426  HIS  -EXPRESSION TAG UNP P15056  A  427  HIS  -EXPRESSION TAG UNP P15056  A  428  HIS  -EXPRESSION TAG UNP P15056  A  429  HIS  -EXPRESSION TAG UNP P15056  A  430  HIS  -EXPRESSION TAG UNP P15056  A  431  GLY  -EXPRESSION TAG UNP P15056  B  420  MET  -EXPRESSION TAG UNP P15056  B  421  ASP  -EXPRESSION TAG UNP P15056  B  422  ARG  -EXPRESSION TAG UNP P15056  B  423  GLY  -EXPRESSION TAG UNP P15056  B  424  SER  -EXPRESSION TAG UNP P15056  B  425  HIS  -EXPRESSION TAG UNP P15056  B  426  HIS  -EXPRESSION TAG UNP P15056  B  427  HIS  -EXPRESSION TAG UNP P15056  B  428  HIS  -EXPRESSION TAG UNP P15056  B  429  HIS  -EXPRESSION TAG UNP P15056  B  430  HIS  -EXPRESSION TAG UNP P15056  B  431  GLY  -EXPRESSION TAG UNP P15056 • Molecule 2 is 3-(4-{[2-(pyrimidin-2-yl)furo [2,3-c] Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
Mol Chain Residues
• Molecule 1: Serine/threonine-protein kinase B-raf Chain A :   MET  ASP  ARG  GLY  SER  HIS  HIS  HIS  HIS  HIS  HIS  GLY  SER  GLU  ASP  ARG  ASN  ARG  MET  LYS  THR  LEU  GLY  ARG  ARG  ASP  SER  SER  D448   •   D449  W450  P453  D454  G455  Q456  I457  T458  V459  G460  Q461  G466  S467  F468  G469  T470  V471  Y472  K475  W476  H477  A481  V482  K483  M484  L485  N486   A489  P490  T491  P492   •   Q493  Q494  L495  K499  L505  R506  K507  T508  R509  H510  V511  N512  I513  L514  L515  F516  S520  T521  K522  P523  Q524  L525  A526  T529  Q530  W531  C532  S535  Y538  L541  H542  I543  F548  I551  K552  L553  I554  L567  I572  I573  H574  R575  D576  L577   K578  S579  N580  N581  I582  F583  L588  T589  V590  D594  V600  LYS  SER  ARG  TRP  SER  GLY  SER  HIS  GLN  PHE  GLU  GLN  L613  S614   •   G615  S616  I617  L618  W619  M620  E623  R626  M627  Q628  D629  K630  N631  P632  F635  Q636  V639  Y640  A641  L649  P655  Y656  S657  N658  I659  N660   N661  L674  S675  P676  D677  L678  S679  K680  V681  R682  S683  N684  C685  P686  K687  K690  R691  L692  M693  R701  R704  P705  L706  I710  L716  L717  L721 •   D449  W450  D454  I457  T458  V459  I463  G466  S467  F468  V471  Y472  K475  W476  H477  A481  V482  K483  M484  L485  N486  V487  T488   •   A489   P490  T491  P492  Q493  Q494  L495  K499  N500  E501  L505  R506  K507  T508  R509  H510  V511  N512  I513  L514  L515  F516  S520  T521  K522  P523  Q524  L525  A526  Y538  L541  H542  I543  I551  K552  L553  I554  I573  H574  R575  D576  L577  K578  S579  N580  N581  I582  F583  L584  H585  E586  D587  L588  T589   V590  G593  D594  L597  V600  LYS  SER  ARG  TRP  SER  GLY  SER  HIS  GLN  PHE  GLU  GLN  L613 • 1 Intensities estimated from amplitudes.
2 Theoretical values of < |L| >, < L 2 > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets, and 0.375, 0.2 for perfectly twinned datasets.
5 Model quality i ○
Standard geometry i ○
Bond lengths and bond angles in the following residue types are not validated in this section: FP4
The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a sidechain that are expected to be planar.
Mol Chain

Mol Chain #Chirality outliers #Planarity outliers
There are no bond length outliers.
All (2) The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 24.
All (207) There are no symmetry-related clashes.
Torsion angles i ○
Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. 
Mol Chain
Protein sidechains i ○
In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. There are no RNA molecules in this entry.
Mol Chain Analysed Rotameric Outliers Percentiles
5.4 Non-standard residues in protein, DNA, RNA chains i ○
There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
2 ligands are modelled in this entry.
In the following table, the Counts columns list the number of bonds (or angles) for which Mogul statistics could be retrieved, the number of bonds (or angles) that are observed in the model and the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The Link column lists molecule types, if any, to which the group is linked. The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). 
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry.
6 Fit of model and data i ○ 6.1 Protein, DNA and RNA chains i ○
In the following table, the column labelled '#RSRZ> 2' contains the number (and percentage) of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to all X-ray entries and entries of similar resolution. The OWAB column contains the minimum, median, 95 th percentile and maximum values of the occupancy-weighted average B-factor per residue. The column labelled 'Q< 0.9' lists the number of (and percentage) of residues with an average occupancy less than 0.9. There are no non-standard protein/DNA/RNA residues in this entry.
Mol
Carbohydrates i ○
Ligands i ○
In the following There are no such residues in this entry.
